was used. The positions of non-hydrogen atoms were based on the atomic coordinates obtained by X-ray analysis, and the positions of hydrogen atoms were normalized.
Exciton interaction was evaluated using the expanded dipole model [10] : where μ is the transition dipole moment and l is the dipole length. These two values were calculated using the results of TD-DFT. The dielectric constant of the medium, ε, was set to 2.5 [11] . The distance between the charges (r i , for details see Fig. 7 in [11] ) was estimated by applying the calculated dipole moment to the molecules in the crystal structure, with 14 molecules in the vicinity of the reference molecule examined.
Calculation of conformational energy and lattice energy
Conformational energy was calculated by density functional theory using Gaussian 09 at the B3LYP/6-31G* level of theory. Single-point energy calculation was carried out using the atomic coordinates obtained by X-ray analysis. The hydrogen atom positions were normalised in all calculations.
The lattice energy and the energy of the molecular pairs in the crystal structure were calculated using the atom-atom Coulomb-London-Pauli (AA-CLP) model, a computer program package for the empirical calculation of intermolecular interactions and crystal energy developed by Gavezzotti [12] .
The AA-CLP calculation was performed using the atomic coordinates in the crystal structure. The proportion of the Coulombic term of an intermolecular interactions was estimated using the calculated results of the AA-CLP calculation. 
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